Effect modifications of Lennard-Jones potentials on probe binding. Shown are results from 10ns MD runs of K-Ras in bilayer with vdW distance of 4 Å (left), 7 Å (middle) and 10 Å (right) between selected atoms of the probe and lipid molecules. For clarity, we show only protein in gray cartoon, bilayer phosphate groups in green and isopropanol in blue sticks. Notice the penetration of isopropanol into the bilayer core in the left panel, their ability to access the protein from every side in the middle panel and their limited access to the side of the protein facing the bilayer in right panel.
